(DMF, 25 mL), butylamine (250 µL, 2.52 mmol) was added. The reaction mixture was stirred at 69 60 °C for 12 h. After cooling, water (100 mL) and ethyl acetate (100 mL) were added and the 70 mixture was separated. The aqueous layer was extracted twice with ethyl acetate (2 × 50 mL).
71
The organic layer was washed with brine, dried over 
Results and discussion

123
The formation of invertible molecular pockets was confirmed using the guest compounds separation of the dimer-pyrene complex in the aqueous solutions, which will be discussed later.
137
To demonstrate the existence of the hydrophilic pocket in a relatively nonpolar medium, was predicted for dimer 2, for which the 2:1 ratio yields a more stable complex (-119 kJ/mol).
228
Such binding ratios may favor the formation of dimer-pyrene complexes of a large size, which 229 may be phase-separated from aqueous solutions due to the low solubility of both dimers in water.
230
The pyrene encapsulated in dimers cannot be detected by fluorescence spectroscopy and only a (Table 2 ), compared to differences of 56% and 71% in water and vacuum, 262 respectively, for dimer 1. The longer linker in dimer 2 may lead to some uncertainty during 263 energy minimization over the 150 ps dynamics such that the probability of forming a 2:2 264 complex is similar to that of the 2:1 complex for dimer 2 : pyrene. 
